Prediction of isotope patterns for partially deuterated analytes in HPLC/MS.
A probability model is given which accurately predicts the electrospray mass patterns of substance P arising from full or incomplete deuterium exchange in solution. For accurate determination of the number of exchangeable protons the solvent should have a deuterium purity of at least 98%. At 25 degrees C several minutes are required before the degree of exchange reaches the equilibrium value.